LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121792.D

Aca On : 2 Oct 2020 14:07

Operator : JU/CG

Sample : L4198-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.981 488 492 500 rvB 39583 53298 1.76% 0.227%
2 5.387 557 561 564 rBY 2710201 2479151 82.03% 10.557%
3 6.404 729 734 750 rBY 2572014 2639205 87.32% 11.238%
4 6.598 763 767 780 rBV 30855 42975 1.42% 0.183%
5 6.763 791 795 798 rBV 912011 796682 26.36% 3.392%
6 7.328 885 891 894 rBVY 1873408 1810824 59.91% 7.711%
7 8.045 1008 1013 1016 rBY 1156014 1055623 34.93% 4 .495%
8 9.122 1190 1196 1199 rBVY 3278044 3022427 100.00% 12.870%
9 9.516 1258 1263 1267 rBV 256281 232017 7.68% 0.988%
10 9.798 1305 1311 1314 rBVY 1412594 1207000 39.93% 5.140%

11 10.586 1440 1445 1448 rBV 2132551 1885788 62.39% 8.030%
12 11.280 1559 1563 1566 rBV 1370226 1197259 39.61% 5.098%
13 11.304 1566 1567 1570 rVB 70148 38988 1.29% 0.166%
14 11.674 1627 1630 1633 rBV 55078 40860 1.35% 0.174%
15 12.357 1743 1746 1748 rBV 250628 230420 7.62% 0.981%

16 12.380 1748 1750 1753 rVB 315506 239796 7.93% 1.021%
17 12.469 1762 1765 1766 rBV 47888 38419 1.27% 0.164%
18 12.492 1766 1769 1775 rVB 118848 103763 3.43% 0.442%
19 12.721 1798 1808 1810 rBV2 96046 120392 3.98% 0.513%

20 12.763 1813 1815 1820 rVB3 37138 33111 1.10% 0.141%
21 12.869 1825 1833 1836 rBV 2960844 2703550 89.45% 11.512%
22 13.098 1867 1872 1877 rBV2 56769 69066 2.29% 0.294%
23 13.333 1909 1912 1921 rVB4 25500 48802 1.61% 0.208%
24 13.439 1926 1930 1932 rVB2 71209 62481 2.07% 0.266%

25 13.768 1982 1986 1997 rBV 367462 503827 16.67% 2.145%

26 13.916 2004 2011 2014 rBV 937777 960953 31.79% 4.092%

27 13.939 2014 2015 2018 rVB 59409 46762 1.55% 0.199%
28 14.021 2023 2029 2032 rBV6 18843 39512 1.31% 0.168%
29 14.080 2036 2039 2046 rVB 87123 101832 3.37% 0.434%
30 14.386 2087 2091 2093 rBV 101222 95799 3.17% 0.408%
31 14.686 2136 2142 2145 rBV2 90638 104836 3.47% 0.446%
32 14.757 2151 2154 2158 rVB 29451 34028 1.13% 0.145%
33 14.939 2181 2185 2188 rBV 61900 87521 2.90% 0.373%
34 15.010 2193 2197 2200 rBV 73981 75021 2.48% 0.319%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121792.D

Aca On : 2 Oct 2020 14:07

Operator : JU/CG

Sample : L4198-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.292 2242 2245 2250 rVB 41714 51686 1.71% 0.220%
36 15.351 2250 2255 2266 rBvV 651806 931644 30.82% 3.967%
37 15.786 2325 2329 2335 rVB 53097 86613 2.87% 0.369%
38 15.862 2338 2342 2351 rBV7 37598 120162 3.98% 0.512%
39 16.268 2407 2411 2422 rVB4 47816 91915 3.04% 0.391%

Sum of corrected areas: 23484008
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121792.D

Aca On : 2 Oct 2020 14:07

Operator : JU/CG

Sample : L4198-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF121792.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121792.D

Aca On : 2 Oct 2020 14:07

Operator : JU/CG

Sample : L4198-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.36 3.85 ng 230420 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 95
Abundance Scan 1747 (12.363 min): BF121792.D (-1743) (-) m/z 67.05 100.00%
67.0
411
5000
R R
Ob et m/z 81.05 85.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 ||||‘M|J
12.00 12.20 12.40 12.60
m/z 55.05 69.87%
123.0 149.0 175 262.0 294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0

B

41.0

12.00 12.20 12.40 12.60
m/z 41.10 60.95%

5000
123.0
. 1500 1780 pp30 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R B BamEmaa
410 67.0 12.00 12.20 12.40 12.60
m/z 95.05 58.01%
5000 95.0

-

294.0
‘ h 12\?.0\1\ ?-5?0 I 178.0 220.0 26?0 ‘ “

| . ~
LRI LR R AR R R L R B R RN R R AR LIS L L L L L L L L B

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121792.D

Aca On : 2 Oct 2020 14:07

Operator : JU/CG

Sample : L4198-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.38 4.01 ng 239796 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 93
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 91
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 91
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 90
Abundance Scan 1750 (12.380 min): BF121792.D (-1748) (-) m/z 55.10 100.00%
5000 w
111.1
137.0 180.2 222.2 264.2 12 00 12.20 12.40 12.60

(o} m/z 41.05 63.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

5000 FETTT T T  T
12:00 12.20 12.40 12.60

m/z 69.10 62 .56%

. . 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0

12.00 12.20 12.40 12.60
m/z 74.00 56.42%

5000
29.0 264.0
L 1380 1800 2280 296.0
O el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester R
55.0 12.00 12.20 12.40 12.60

m/z 83.10 47 .11%

5000

180.0 222.0

296.0 ’L 1 J A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121792.D

Aca On : 2 Oct 2020 14:07

Operator : JU/CG

Sample : L4198-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Tetracosyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.77 10.49 ng 503827 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
2 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 91
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 90
Abundance Scan 1986 (13.768 min): BF121792.D (-1982) (-) m/z 57.05 100.00%
57.0
LN BRI U
39.1 230.1 13.40 13.60 13.80 14.00
oL L8 20 m/z 43.05 83.48%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate
57.0
97.0
5000 LN BRI U
13.40 13.60 13.80 14.00
m/z 55.10 65.67%
0 3?'?],81.0222.0 264.0  336.0381.0 532.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 57.97%
o4 l 3?'91381.0222.0 265.0 322.0 367.0 518.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #223732: Tricosyl trifluoroacetate e AR T B
57.0 13.40 13.60 13.80 14.00
m/z 71.05 54 .68%
97.0
5000
oL, %3??181022202640 322.0 367.0 418.0 kWJL,ﬂ_AN,,M
m/z--> 50 100 150 200 250 300 350 400 450 500 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121792.D

Aca On : 2 Oct 2020 14:07

Operator : JU/CG

Sample : L4198-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.08 2.12 ng 101832 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2039 (14.080 min): BF121792.D (-2036) (-) m/z 57.05 100.00%
57.0
‘9 113.80 14.00 14.20 14.40
141.1 215.1 248.1 : : : -
o....,':..'ll. A0 e 3 | Tw/z 43.10  67.44%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LR DR DAL SR B
Bmmmmmmm
99.0 m/z 71.10 61.63%
o 27‘r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #129491: Eicosane
57.0
13.80 14.00 14.20 14.40
5000 m/z 85.05 44 .62%
. 271"0‘ 1] %70 1410 1830 2250 2820
B T N P N A W A
Abundance #141426: Heneicosane B EEm TRt et
57.0 13.80 14.00 14.20 14.40
m/z 55.05 23.25%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1&1;0 200 250 3(')0 350 ' 13. 80 14. oo 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121792.D

Aca On : 2 Oct 2020 14:07

Operator : JU/CG

Sample : L4198-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.69 2.25 ng 104836 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Octadecane 254 C18H38 000593-45-3 94
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2143 (14.692 min): BF121792.D (-2136) (-) m/z 57.10 100.00%
571.1
5000
0,41 4169116702260 2681 201 1440 14160 1480 1500
0y : m/z 71.05 67.56%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 L I UL SULRILE MR
14,40 14.60 14.80 15.00
29.0 m/z 43.05 62.91%
L 1.1F130141016901970 240.0
m/z--> 50 100 150 200 2%0 300 350
Abundance #105884: Octadecane
57.0
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.05 43.86%
29.0
oL e 1?214;01690197022502540
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e o e AR
57.0 14.40 14.60 14.80 15.00
m/z 55.00 21.98%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121792.D

Aca On : 2 Oct 2020 14:07

Operator : JU/CG

Sample : L4198-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 9-Tricosene, (2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.86 2.58 ng 120162 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 55
3 Octacosanol 410 C28H580 000557-61-9 55
4 Behenic alcohol 326 C22H460 000661-19-8 55
5 1-Heneicosanol 312 C21H440 015594-90-8 49
Abundance Scan 2342 (15.862 min): BF121792.D (-2338) (-) m/z 57.00 100.00%
57.0
97.1
5000
326.1
ﬂﬂlmzmmeZTl “I 1560 15.80 16.00 16.20
by ety m/z 83.10 74.28%
m/z--> 50 100 150 200 250 300 350
Abundance #163019: 9-Tricosene, (2)-
580 o7,
5000 L L BN UL I
1560 15.80 16.00 16.20
0
200 3290 m/z 43.05 63.69%
oL dthHNZQO%N |
m/z--> 50 100 150 200 250 300 350 '
Abundance #186968: n-Tetracosanol-1
57.0 (97.0
15,60 15.80 16.00 16,20
5000 m/z 55.00 63.60%
39.0
0 2710 | ‘ | J i JP I 4 181.0 222.0252.0  308.0337.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215904: Octacosanol B EERR Bam e L
57.0 15.60 15.80 16.00 16.20
97.0 m/z 69.00 62.85%
5000 l J
Ozm J‘Jkﬁﬁqmmznmmomm%mswmwo
m/z--> 50 100 150 200 250 300 350 1560 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100220\
Data File : BF121792.D

Acq On : 2 Oct 2020 14:07

Operator : JU/CG

Sample - L4198-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
9,12-Octadecadien... 12.36 3.9 ng 230420 4 11.28 1197260 20.0
9-Octadecenoic ac... 12.38 4.0 ng 239796 4 11.28 1197260 20.0
Tetracosyl heptaf... 13.77 10.5 ng 503827 5 13.92 960953 20.0
Octacosane 14.08 2.1 ng 101832 5 13.92 960953 20.0
Heptadecane 14.69 2.3 ng 104836 6 15.35 931644 20.0
9-Tricosene, (2)- 15.86 2.6 ng 120162 6 15.35 931644 20.0
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